Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.034; wR factor = 0.082; data-to-parameter ratio = 6.6.
Experimental
Crystal data Á min = À0.14 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
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Comment
Digitoxin and digoxin, the typical clinically used forms (Kreis et al., 1998) , are the drugs of choice for the treatment of congestive heart failure, acting as selective inhibitors of the Na+, K+ ATPase enzyme. Digitoxigenin has been biotransformed into digoxigenin and digoxigenone by Fusarium ciliatum and into 1 beta-hydroxydigitoxigenin, 7 beta-hydroxydigitoxigenin, 8 beta-hydroxidigitoxigenin, and digitoxigenone by Cochliobolus lunatus (Pádua et al., 2005; Pádua et al., 2007) . In this paper, we studied the biotransformation of digoxigenin by Arthrobacter simplex and reported crystal structure of the compound digoxigenone.
The crystal structure is shown in Fig. 1 . The crystal structure consists of an digoxigenone molecule and one water molecule. Compound digoxigenone has three fused six-membered rings (A/B/C) and two non-fused five-membered rings (D/E). As in other structures the A, B and C rings have a chair conformation. The 12-hydroxy is beta configuration with the torsion angles C9-C11-C12-O2 = -179.6 (2)°. The 14-hydroxy is beta configuration with the torsion angles C7-C8-C14-O3 = -64.4 (3)°. The orientation of the lactone ring is determined by the torsion angle
In the crystal packing (Fig. 2) , X-ray analysis indicates that there were three types of intermolecular hydrogen bonds con- The Arthrobacter simplex (ASP) cells were prepared in two consecutive cultivation steps (18 h for seed culture and 24 h for cell incubation, respectively) in shake flasks. The whole ASP culture using 5% (v/v) of seed culture was grown in 250 ml shake flasks containing 30 ml culture media on a rotary shaker (160 rpm) at 305 K. Digoxigenin dissolved in ethanol (50 g L-1) and distributed among the flasks (0.34 g/L),and then the reaction was allowed to proceed for 7 days at 307 K. The biotransformation products were sequentially extracted with ethyl acetate (3 × 100 ml) in a separator funnel and the solvent was vacuum removed at 333 K, until a residue was produced. The crude extracts were purified by Si gel column using chloroform/methanol (25:1, v/v). The white power was diffused with petroleum ether/acetone (5:3, v/v) at room temperature.
Colourless prism crystals were obtained.
supplementary materials sup-2 Refinement
The C-bound H atoms were geometrically placed (C-H = 0.96Å for methyl, 0.97 Å for methylene and 0.93Å for C(sp2), respectively) and refined as riding with U iso (H) = 1.5U eq (C) for methyl and U iso (H) = 1.2U eq (C) for others. The H atoms of hyadroxyl were geometrically placed O-H = 0.82Å and refined as riding with U iso (H) = 1.5U eq (O). The water H atoms were located from a difference map and refined freely. 
